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Figure 1S:  Portion of the 400 MHz 'H NMR COSY spectrum of ~3 mM [hemin 3]CN5-1
in 2:1 v:v (C2H3),S0:2H,0 at 25°C illustrating the scalar connectivities involving the four
pyrrole ethyl groups.




© 2001 American Chemical Society, J. Am. Chem. Soc., Wang ja010651a Supporting Info Page 2

10

12

16
18

20
22

26 24 22 20 18 16 14 12 10 8 6 2 0 -2 -4 ppr

Figure 2S: 400 MHz 'H NMR NOESY spectrum (mixing time 60 ms) of ~3 mM
[hemin 3]CN,-1 in 2:1 v:v (C2H3),S05:2H,0 at -20°C That illustrates the dipolar contacts about

the heme periphery which uniquely identify each signal. Peak labeling is given according to
structure 3, with Mq (methyl) and Hq (single protons) at position q.
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